. Results obtained by the projection of the spectral initial estimates on the pretreated data. a) MS spectra estimates (15 components) obtained by means of a purest variable detection algorithm based on SIMPLISMA algorithm (ref 36 in the manuscript) and b) Distribution maps of the matrix obtained by a single classical least-squares step* between the pretreated data and the MS spectra estimates. * Using the spectral initial estimates ( ), a matrix can be obtained by considering the pretreated data solving the linear least squares problem:
. matrix is finally refolded to give a distribution map for each component.
Comparison of the distribution maps obtained with (Figure 2 of the manuscript) and without ALS optimization ( Figure S1 ). Advantages of applying constraints during the ALS optimization (in this case, non-negativity and normalization) are easily observed from the comparison of the resolved profiles. 
